Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.041; wR factor = 0.112; data-to-parameter ratio = 16.8.
In the title ferrocene derivative, [Fe(C 5 H 5 )(C 9 H 8 NO)], the dihedral angle between the enenitrile group and the substituted cyclopentadienyl ring is 71.2 (1) . The cyclopentadienyl rings of the ferrocene moiety are arranged in an eclipsed conformation. The hydroxy group, and the corresponding methine H atom, are disordered over two sets of sites with site-occupancy factors of 0.744 (4) and 0.256 (4). An intramolecular C-HÁ Á ÁO close contact is observed. In the crystal, O-HÁ Á ÁN hydrogen bonds form a C(6) chain along [100] .
Related literature
For general background to ferrocene derivatives, see: Li et al. (2013) ; Skiba et al. (2012) ; Karolyi et al. (2012) . For related structures, see: Leka et al. (2012a,b 
Data collection
Bruker SMART APEX CCD areadetector diffractometer 6351 measured reflections 2683 independent reflections 2481 reflections with I > 2(I) R int = 0.028 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.112 S = 1.06 2683 reflections 160 parameters 3 restraints H-atom parameters constrained Á max = 0.78 e Å À3 Á min = À0.51 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL2013 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXL2013 and PLATON (Spek, 2009 ). SS acknowledges the Department of Science and Technology (DST), India, for providing computing facilities under the DST-Fast Track Scheme and also thanks the Vice Chancellor and management of Kalasalingam University, Krishnankoil, for their support and encouragement.
title compound, and the results are presented here.
The X-ray study confirmed the molecular structure and atomic connectivity of the title compound, as illustrated in Fig.   1 . The geometry of the ferrocenyl group is comparable with the related literature (Leka et al., 2012a,b) . The cyclopentadienyl rings are almost parallel forming a dihedral angle between the mean planes of the rings of 0.18 (1)°, while the distances of Fe1 to Cg1 (C1-C5) and Cg2 (C6-C10) centroids are 1.643 (1) and 1.637 (1) Å, respectively. The bond length C13-N1 of 1.124 (3) Å confirms the triple bond character. The enenitrile group is almost perpendicular to the cyclopentadienyl ring, oriented with a dihedral angle of 71.2 (1)° with respect to the mean plane of the ring. The hydroxy group, and the corresponding methine H atom, are disordered over two orientations, with site-occupancy factors of 0.744 (4) and 0.256 (4).
In addition to the van der Waals interactions, the molecular structure is influenced by intramolecular C-H···O interactions. In the molecular packing, O-H···N hydrogen bonds form a C(6) chain motif along the ac plane of the unit cell ( Fig. 2 ).
Experimental
A mixture of ferrocenecarboxaldehyde (10 mmol), acrylonitrile (12 mmol) and 1,4-diazabicyclo[2.2.2]octance (20 mol%) was stirred at room temperature for about 30 days. Silica gel was added to the reaction mixure and the product was isolated by using hexane/ethylacetate (3:1) as eluent. Single crystals of the title compound were obtained by slow evaporation of a methanol solution of the title compound at room temperature.
Refinement
H atoms were placed in idealized positions and allowed to ride on their parent atoms, with C-H distances in the range 0.93-0.98 Å, and U iso (H) = 1.2U eq (C) for H atoms. The atoms H11 and O1 are disordered over two positions: the major component exhibits a refined site-occupancy factor of 0.744 (4). The bond distances C11-O1 and C11-O1′ were restrained with a DFIX command (Sheldrick, 2008) Å while the anisotropic thermal parameters of O1′ and H11′ were set to those of O1 and H11 [EADP instruction; Sheldrick, 2008) ].
Computing details
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT (Bruker, 2001) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL2013 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXL2013 (Sheldrick, 2008) and PLATON (Spek, 2009 where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.78 e Å −3 Δρ min = −0.51 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (15) 
